











Chemical 
Physics 





Chemical Physics 199 (1995) 319-322 


Author index to volume 199 


Alain, V., see Blanchard-Desce, M. 

Albrecht, U. and H. Bassler, Efficiency of charge recombination in organic light emitting 
diodes 

Almlof, J., see Reza Ahmadi, G. 

Ando, K., see Ishii, K. 

Azriel, V.M., L.Y. Rusin and M.B. Sevryuk, A hard-sphere model for the reactions of two 
diatomic molecules with ionic bond 


Baniacky, P., see Szécs, V. 

Barbara, P.F., C. von Borczyskowski, R. Casalegno, A. Corval, C. Kryschi, Y. Roma- 
nowski and H.P. Trommsdorff, Proton tunnelling reactions in pentacene doped benzoic 
acid crystals 

Barzoukas, M., see Blanchard-Desce, M. 

Bassler, H., see Albrecht, U. 

Becucci, M., see Kerstel, E.R.Th. 

Blanchard-Desce, M., C. Runser, A. Fort, M. Barzoukas, J.-M. Lehn, V. Bloy and V. 
Alain, Large quadratic hyperpolarizabilities with donor—acceptor polyenes functional- 
ized with strong donors. Comparison with donor-acceptor diphenylpolyenes 

Bloy, V., see Blanchard-Desce, M. 

Bruna, P.J., see Mawhinney, R.C. 


Casalegno, R., see Barbara, P.F. 
Castellucci, E., see Kerstel, E.R.Th. 
Corval, A., see Barbara, P.F. 


Dargelos, A., see Habas, M.-p. 


Fahr, A., A.K. Nayak and R.E. Huie, Temperature dependence of the ultraviolet absorption 
cross section of CF;I 

Fort, A., see Blanchard-Desce, M. 

Fourré, I. and M. Raoult, Vibrational structure of the Ar-NO* van der Waals cation 

Frank, I., S. Grimme, M. von Arnim and S.D. Peyerimhoff, The solvent shift in the 
n— tm” excitation of CH,0-nH,0: An MRD-CI investigation using effective poten- 
tials for the representation of the water molecules 

Furuya, K., see Yonekura, N. 


Grein, F., see Mawhinney, R.C. 
Grimme, S., see Frank, I. 





——— 








199 (1995) 253 


199 (1995) 207 
199 (1995) 33 
199 (1995) 245 


199 (1995) 195 
199 (1995) 1 


199 (1995) 285 
199 (1995) 253 
199 (1995) 207 
199 (1995) 263 


199 (1995) 253 
199 (1995) 253 
199 (1995) 163 


199 (1995) 285 
199 (1995) 263 
199 (1995) 285 


199 (1995) 177 


199 (1995) 275 
199 (1995) 253 
199 (1995) 215 


199 (1995) 145 
199 (1995) 313 


199 (1995) 163 
199 (1995) 145 









320 Author index to volume 199 


Habas, M.-p. and A. Dargelos, Ab initio CI calculations of electronic and vibrational 
spectra of diazomethane 

Heinrich, P. and F. Stuhl, Electronic quenching of CH(A7A) and NH(A°I1) between 300 
and 950 K 

Heinrich, P. and F. Stuhl, Temperature dependent quenching of CH(A7A), NH(A°II), 
NH(c 'I), and PH(A°*IT) by H, 

Huie, R.E., see Fahr, A. 


Illas, F., see Pacchioni, G. 
Isakov, S.V., N.N, Lukzen, V.A. Morozov and R.Z. Sagdeev, An exactly solvable model of 


the dipole—dipole relaxation of the electron spins of micellized radical pairs 
Ishii, K., H. Nakayama, M. Kawahara, K. Koyama, K. Ando and J. Yokoyama, Raman 
spectra and relaxation in amorphous naphthalene 


Johr, T., see Werncke, W. 
Jiipner, H.-J., see Werncke, W. 


Kawahara, M., see Ishii, K. 

Kerstel, E.R.Th., M. Becucci, G. Pietraperzia and E. Castellucci, High-resolution absorp- 
tion, excitation, and microwave—UV double resonance spectroscopy on a molecular 
beam: S, aniline 

Koyama, K., see Ishii, K. 

Kryschi, C., see Barbara, P.F. 

Kuntz, P.J., I. Paidarova and R. Polak, Theoretical charge-transfer cross-sections for 


H*++ HCKX 'S+)> H(’S,) + HCL*(A ?3*) from a diatomics-in-molecules effective 
Hamiltonian 


Lau, A., see Werncke, W. 

Lehn, J.-M., see Blanchard-Desce, M. 
Lépez, M.R., see Martinez, E. 
Lukzen, N.N., see Isakov, S.V. 


Martinez, E., M.R. Lépez, A. Notario and F. Poblete, The A(0*)—X(0*) transition of BiBr: 
radiative lifetimes of the A state 

Mawhinney, R.C., P.J. Bruna and F. Grein, An ab initio investigation of the infrared and 
visible—UV spectra of BN*, and photoionization spectrum of BN 

Ming, L., T.D. Sewell and S. Nordholm, A simulation study of energy transfer in methyl 
isocyanide—inert gas collisions 

Morozov, V.A., see Isakov, S.V. 


Nakashima, K., see Yonekura, N. 

Nakayama, H., see Ishii, K. 

Nayak, A.K., see Fahr, A. 

Nonella, M. and P. Tavan, An unscaled quantum mechanical harmonic force field for 
p-benzoquinone 

Nordholm, S., see Ming, L. 

Notario, A., see Martinez, E. 


Ogawa, T., see Yonekura, N. 


199 (1995) 177 
199 (1995) 105 


199 (1995) 297 
199 (1995) 275 


199 (1995) 155 
199 (1995) 119 


199 (1995) 245 


199 (1995) 65 
199 (1995) 65 


199 (1995) 245 


199 (1995) 263 
199 (1995) 245 
199 (1995) 285 


199 (1995) 53 


199 (1995) 65 
199 (1995) 253 
199 (1995) 305 
199 (1995) 119 


199 (1995) 305 
199 (1995) 163 


199 (1995) 83 
199 (1995) 119 


199 (1995) 313 
199 (1995) 245 
199 (1995) 275 


199 (1995) 19 
199 (1995) 83 
199 (1995) 305 


199 (1995) 313 











Author index to volume 199 


Pacchioni, G. and F. Illas, Does the electronegativity scale apply to ionic crystals as to 
molecules? A theoretical study of the bonding character in molecular and crystalline 
alkaline-earth oxides based on dipole moments 

Paidarova, I., see Kuntz, P.J. 

Parthiban, S., B.N. Raghunandan and R. Sumathi, Ab initio study of the molecular 
structure and vibrational spectra of dichlorine hexoxide and its significance to strato- 
spheric ozone depletion 

Peyerimhoff, S.D., see Frank, I. 

Pfeiffer, M., see Werncke, W. 

Pietraperzia, G., see Kerstel, E.R.Th. 

Poblete, F., see Martinez, E. 

Polak, R., see Kuntz, P.J. 


Raghunandan, B.N., see Parthiban, S. 

Raoult, M., see Fourré, I. 

Reineker, P., see SzGcs, V. 

Reza Ahmadi, G., J. Alml6f and I. Rgeggen, The interatomic potential for the X 'S* state 
of ArNa*, NeNa* and HeNa* 

Rode, B.M., see Vizoso, S. 

Rgeggen, I., see Reza Ahmadi, G. 

Romanowski, Y., see Barbara, P.F. 

Runser, C., see Blanchard-Desce, M. 

Rusin, L.Y., see Azriel, V.M. 


Sagarik, K. and E. Spohr, Statistical mechanical simulations on properties of liquid 
pyridine 

Sagdeev, R.Z., see Isakov, S.V. 

Schriver, A., see Schriver-Mazzuoli, L. 

Schriver-Mazzuoli, L., A. Schriver and M. Wierzejewska-Hnat, Fourier transform infrared 
study of sulfur dioxide dimer. II. Argon matrix 

Sevryuk, M.B., see Azriel, V.M. 

Sewell, T.D., see Ming, L. 

Spohr, E., see Sagarik, K. 

Stuhl, F., see Heinrich, P. 

Stuhl, F., see Heinrich, P. 

Sumathi, R., see Parthiban, S. 

Szécs, V., P. Baiiacky and P. Reineker, Effects of a quantum heat bath on the dynamics of 

a nonlinear subsystem: reduced density matrix approach 


Tavan, P., see Nonella, M. 
Trommsdorff, H.P., see Barbara, P.F. 


Vizoso, S. and B.M. Rode, Na* in liquid hydroxylamine: pair potential function from ab 
initio calculations and Monte Carlo computer simulation of a 0.36 M NaCl solution 
(2 NaCl/200 NH ,OH) 

Von Arnim, M., see Frank, I. 

Von Borczyskowski, C., see Barbara, P.F. 





199 (1995) 19 
199 (1995) 285 






199 (1995) 155 
199 (1995) 53 


199 (1995) 183 
199 (1995) 145 
199 (1995) 65 
199 (1995) 263 
199 (1995) 305 
199 (1995) 53 


199 (1995) 183 
199 (1995) 215 
199 (1995) 1 


199 (1995) 33 
199 (1995) 129 
199 (1995) 33 
199 (1995) 285 
199 (1995) 253 
199 (1995) 195 


199 (1995) 73 
199 (1995) 119 
199 (1995) 227 


199 (1995) 227 
199 (1995) 195 
199 (1995) 83 
199 (1995) 73 
199 (1995) 105 
199 (1995) 297 
199 (1995) 183 


199 (1995) 1 








199 (1995) 129 
199 (1995) 145 
199 (1995) 285 







322 Author index to volume 199 


Werncke, W., M. Pfeiffer, T. Johr, A. Lau and H.-J. Jiipner, Electronic and Raman-type 
nonlinearities of thin films of oligomeric paraphenylene vinylenes 
Wierzejewska-Hnat, M., see Schriver-Mazzuoli, L. 


Yokoyama, J., see Ishii, K. 
Yonekura, N., K. Furuya, K. Nakashima and T. Ogawa, Fano plot of the Paschen line of 


the excited hydrogen atom (n = 4) produced in e-H, collisions 


199 (1995) 65 
199 (1995) 227 


199 (1995) 245 


199 (1995) 313 








Chemical 
Physics 





Chemical Physics 199 (1995) 323-331 


Subject index to volume 199 


Theoretical 


Coupling schemes and perturbative treatments 
An exactly solvable model of the dipole-dipole relaxation of the electron spins of 
micellized radical pairs, S.V. Isakov, N.N. Lukzen, V.A. Morozov and R.Z. Sagdeev 


Transport quantum mechanics 
Effects of a quantum heat bath on the dynamics of a nonlinear subsystem: reduced density 


matrix approach, V. Szécs, P. Bafacky and P. Reineker 


Equilibrium statistical mechanics 
Na®* in liquid hydroxylamine: pair potential function from ab initio calculations and Monte 
Carlo computer simulation of a 0.36 M NaCl solution (2 NaCl1/200 NH ,OH), S. Vizoso 


and B.M. Rode 


Non-equilibrium thermodynamic and hydrodynamic theories 
Effects of a quantum heat bath on the dynamics of a nonlinear subsystem: reduced density 
matrix approach, V. Szécs, P. Bafacky and P. Reineker 


Ab initio schemes for stationary properties 

An unscaled quantum mechanical harmonic force field for p-benzoquinone, M. Nonella 
and P. Tavan 

The interatomic potential for the X '* state of ArNa*, NeNa* and HeNa’‘, G. Reza 
Ahmadi, J. Almléf and I. Rgeggen 

Na®* in liquid hydroxylamine: pair potential function from ab initio calculations and Monte 
Carlo computer simulation of a 0.36 M NaCl solution (2 NaCl1/200 NH,OH), S. Vizoso 
and B.M. Rode 

The solvent shift in the n-— 7” excitation of CH,O-nH,0: An MRD-CI investigation 
using effective potentials for the representation of the water molecules, I. Frank, S. 
Grimme, M. von Arnim and S.D. Peyerimhoff 

Does the electronegativity scale apply to ionic crystals as to molecules? A theoretical study 
of the bonding character in molecular and crystalline alkaline-earth oxides based on 
dipole moments, G. Pacchioni and F. Illas 


199 (1995) 119 


199 (1995) 1 


199 (1995) 129 


199 (1995) 1 


199 (1995) 19 


199 (1995) 33 


199 (1995) 129 


199 (1995) 145 


199 (1995) 155 





324 Subject index to volume 199 


An ab initio investigation of the infrared and visible-UV spectra of BN*, and photoioniza- 
tion spectrum of BN, R.C. Mawhinney, P.J. Bruna and F. Grein 

Ab initio CI calculations of electronic and vibrational spectra of diazomethane, M.-p. 
Habas and A. Dargelos 

Ab initio study of the molecular structure and vibrational spectra of dichlorine hexoxide 
and its significance to stratospheric ozone depletion, S. Parthiban, B.N. Raghunandan 


and R. Sumathi 


Computational and simulation methods 

An unscaled quantum mechanical harmonic force field for p-benzoquinone, M. Nonella 
and P. Tavan 

Theoretical charge-transfer cross-sections for H*+HCKX 'S*)> H(?S,) + HCL* 
(A *S*) from a diatomics-in-molecules effective Hamiltonian, P.J. Kuntz, I Paidarova 
and R. Polak 

Electronic and Raman-type nonlinearities of thin films of oligomeric paraphenylene 
vinylenes, W. Werncke, M. Pfeiffer, T. Johr, A. Lau and H.-J. Jiipner 

Statistical mechanical simulations on properties of liquid pyridine, K. Sagarik and E. Spohr 

An exactly solvable model of the dipole-dipole relaxation of the electron spins of 
micellized radical pairs, S.V. Isakov, N.N. Lukzen, V.A. Morozov and R.Z. Sagdeev 

Na®* in liquid hydroxylamine: pair potential function from ab initio calculations and Monte 
Carlo computer simulation of a 0.36 M NaCl solution (2 NaCl /200 NH,OH), S. Vizoso 


and B.M. Rode 
A hard-sphere model for the reactions of two diatomic molecules with ionic bond, V.M. 


Azriel, L.Y. Rusin and M.B. Sevryuk 


Efficiency of charge recombination in organic light emitting diodes, U. Albrecht and H. 
Bassler 


Molecular dynamics and scattering theory 

Theoretical charge-transfer cross-sections for H*+HCKX '*)> H(?S, ) + HCL* 
(A *S*) from a diatomics-in-molecules effective Hamiltonian, PJ. Kuntz, I Paidarova 
and R. Polak 

A simulation study of energy transfer in methyl isocyanide—inert gas collisions, L. Ming, 
T.D. Sewell and S. Nordholm 

A hard-sphere model for the reactions of two diatomic molecules with ionic bond, V.M. 
Azriel, L.Y. Rusin and M.B. Sevryuk 

Vibrational structure of the Ar-NO* van der Waals cation, I. Fourré and M. Raoult 


Experimental 


Infrared spectroscopy 
Fourier transform infrared study of sulfur dioxide dimer. II. Argon matrix, L. Schriver- 


Mazzuoli, A. Schriver and M. Wierzejewska-Hnat 


Raman spectroscopy 
Raman spectra and relaxation in amorphous naphthalene, K. Ishii, H. Nakayama, M. 


Kawahara, K. Koyama, K. Ando and J. Yokoyama 


199 (1995) 163 


199 (1995) 177 


199 (1995) 183 


199 (1995) 19 


199 (1995) 53 


199 (1995) 65 
199 (1995) 73 


199 (1995) 119 


199 (1995) 129 
199 (1995) 195 


199 (1995) 207 


199 (1995) 53 
199 (1995) 83 


199 (1995) 195 
199 (1995) 215 


199 (1995) 227 


199 (1995) 245 











Subject index to volume 199 


Visible and UV spectroscopy 

Large quadratic hyperpolarizabilities with donor-acceptor polyenes functionalized with 
strong donors. Comparison with donor-acceptor diphenylpolyenes, M. Blanchard-Desce, 
C. Runser, A. Fort, M. Barzoukas, J.-M. Lehn, V. Bloy and V. Alain 

High-resolution absorption, excitation, and microwave—UV double resonance spectroscopy 
on a molecular beam: S, aniline, E.R.Th. Kerstel, M. Becucci, G. Pietraperzia and E. 
Castellucci 

Temperature dependence of the ultraviolet absorption cross section of CF,I, A. Fahr, A.K. 
Nayak and R.E. Huie 

Proton tunnelling reactions in pentacene doped benzoic acid crystals, P.F. Barbara, C. 
von Borczyskowski, R. Casalegno, A. Corval, C. Kryschi, Y. Romanowski and H.P. 
Trommsdorff 


Fluorescence spectroscopy 

Electronic quenching of CH(A7A) and NH(A°I1) between 300 and 950 K, P. Heinrich and 
F. Stuhl 

Temperature dependent quenching of CH(A7A), NH(A°I1), NH(c 'II), and PH(A?I1) by 
H,, P. Heinrich and F. Stuhl 

The A(O*)—X(0*) transition of BiBr: radiative lifetimes of the A state, E. Martinez, M.R. 
Lépez, A. Notario and F. Poblete 


Electron impact spectroscopy 
Fano plot of the Paschen line of the excited hydrogen atom (n = 4) produced in e-H, 
collisions, N. Yonekura, K. Furuya, K. Nakashima and T. Ogawa 


Laser methods 

Electronic quenching of CH(A7A) and NH(A7I1) between 300 and 950 K, P. Heinrich and 
F. Stuhl 

Large quadratic hyperpolarizabilities with donor-acceptor polyenes functionalized with 
strong donors. Comparison with donor-acceptor diphenylpolyenes, M. Blanchard-Desce, 
C. Runser, A. Fort, M. Barzoukas, J.-M. Lehn, V. Bloy and V. Alain 

Temperature dependent quenching of CH(A*A), NH(A°I1), NH(c 'I), and PH(A?II) by 
H,, P. Heinrich and F. Stuhl 


Non-linear optical spectroscopy 
Electronic and Raman-type nonlinearities of thin films of oligomeric paraphenylene 
vinylenes, W. Werncke, M. Pfeiffer, T. Johr, A. Lau and H.-J. Jiipner 


Atomic and molecular beam techniques 

High-resolution absorption, excitation, and microwave—UV double resonance spectroscopy 
on a molecular beam: S, aniline, E.R.Th. Kerstel, M. Becucci, G. Pietraperzia and E. 
Castellucci 

Fano plot of the Paschen line of the excited hydrogen atom (n = 4) produced in e-H, 
collisions, N. Yonekura, K. Furuya, K. Nakashima and T. Ogawa 


Time-resolved experiments 
The A(O* )—X(0*) transition of BiBr: radiative lifetimes of the A state, E. Martinez, M.R. 
Lépez, A. Notario and F. Poblete 





199 (1995) 253 


199 (1995) 263 


199 (1995) 275 


199 (1995) 285 


199 (1995) 105 


199 (1995) 297 


199 (1995) 305 


199 (1995) 313 


199 (1995) 105 


199 (1995) 253 


199 (1995) 297 


199 (1995) 65 


199 (1995) 263 


199 (1995) 313 


199 (1995) 305 





Subject index to volume 199 


Objects 


Bulk systems 


Gases 

A simulation study of energy transfer in methyl isocyanide—inert gas collisions, L. Ming, 
T.D. Sewell and S. Nordholm 

Temperature dependence of the ultraviolet absorption cross section of CF,I, A. Fahr, A.K. 
Nayak and R.E. Huie 

Temperature dependent quenching of CH(A7A), NH(A°II), NH(c 'TI), and PH(A7IT) by 
H,, P. Heinrich and F. Stuhl 


Supersonic beams 
High-resolution absorption, excitation, and microwave—UV double resonance spectroscopy 
on a molecular beam: S, aniline, E.R.Th. Kerstel, M. Becucci, G. Pietraperzia and E. 


Castellucci 


Liquids neat 
Statistical mechanical simulations on properties of liquid pyridine, K. Sagarik and E. Spohr 


Liquid mixtures and solutions 
An exactly solvable model of the dipole-dipole relaxation of the electron spins of 


micellized radical pairs, S.V. Isakov, N.N. Lukzen, V.A. Morozov and R.Z. Sagdeev 

Na®* in liquid hydroxylamine: pair potential function from ab initio calculations and Monte 
Carlo computer simulation of a 0.36 M NaCl solution (2 NaCl/200 NH,OH), S. Vizoso 
and B.M. Rode 

The solvent shift in the n- 7” excitation of CH,O-nH,O: An MRD-CI investigation 
using effective potentials for the representation of the water molecules, I. Frank, S. 
Grimme, M. von Arnim and S.D. Peyerimhoff 

Large quadratic hyperpolarizabilities with donor-acceptor polyenes functionalized with 
strong donors. Comparison with donor-acceptor diphenylpolyenes, M. Blanchard-Desce, 
C. Runser, A. Fort, M. Barzoukas, J.-M. Lehn, V. Bloy and V. Alain 


Crystals 
Does the electronegativity scale apply to ionic crystals as to molecules? A theoretical study 


of the bonding character in molecular and crystalline alkaline-earth oxides based on 
dipole moments, G. Pacchioni and F. Illas 


-mixed 
Proton tunnelling reactions in pentacene doped benzoic acid crystals, P.F. Barbara, C. 
von Borczyskowski, R. Casalegno, A. Corval, C. Kryschi, Y. Romanowski and H.P. 


Trommsdorff 


Glasses 
Raman spectra and relaxation in amorphous naphthalene, K. Ishii, H. Nakayama, M. 


Kawahara, K. Koyama, K. Ando and J. Yokoyama 


199 (1995) 83 
199 (1995) 275 


199 (1995) 297 


199 (1995) 263 


199 (1995) 73 


199 (1995) 119 


199 (1995) 129 


199 (1995) 145 


199 (1995) 253 


199 (1995) 155 


199 (1995) 285 


199 (1995) 245 








Subject index to volume 199 





































Polymers 
Efficiency of charge recombination in organic light emitting diodes, U. Albrecht and H. 

Bassler 199 (1995) 207 
Thin films 
Electronic and Raman-type nonlinearities of thin films of oligomeric paraphenylene 

vinylenes, W. Werncke, M. Pfeiffer, T. Johr, A. Lau and H.-J. Jiipner 199 (1995) 65 
Efficiency of charge recombination in organic light emitting diodes, U. Albrecht and H. 

Bassler 199 (1995) 207 


Microscopic systems 


Molecules (neutral and ionic) 
An unscaled quantum mechanical harmonic force field for p-benzoquinone, M. Nonella 


and P. Tavan 199 (1995) 19 
A simulation study of energy transfer in methyl isocyanide—inert gas collisions, L. Ming, 

T.D. Sewell and S. Nordholm 199 (1995) 83 
-diatomic 


Does the electronegativity scale apply to ionic crystals as to molecules? A theoretical study 
of the bonding character in molecular and crystalline alkaline-earth oxides based on 


dipole moments, G. Pacchioni and F. Illas 199 (1995) 155 
An ab initio investigation of the infrared and visible—UV spectra of BN*, and photoioniza- 

tion spectrum of BN, R.C. Mawhinney, P.J. Bruna and F. Grein 199 (1995) 163 
A hard-sphere model for the reactions of two diatomic molecules with ionic bond, V.M. 

Azriel, L.Y. Rusin and M.B. Sevryuk 199 (1995) 195 
Fano plot of the Paschen line of the excited hydrogen atom (n = 4) produced in e—H, 

collisions, N. Yonekura, K. Furuya, K. Nakashima and T. Ogawa 199 (1995) 313 
The A(O* )—X(0*) transition of BiBr: radiative lifetimes of the A state, E. Martinez, M.R. 

Lépez, A. Notario and F. Poblete 199 (1995) 305 
-small polyatomics 
An unscaled quantum mechanical harmonic force field for p-benzoquinone, M. Nonella 

and P. Tavan 199 (1995) 19 


Theoretical charge-transfer cross-sections for H*+HCKX 'Z*)—> H(?S,) + HCL* 
(A *3*) from a diatomics-in-molecules effective Hamiltonian, P.J. Kuntz, L Paidarova 






and R. Polak 199 (1995) 53 
Ab initio CI calculations of electronic and vibrational spectra of diazomethane, M.-p. 
Habas and A. Dargelos 199 (1995) 177 








-aromatics 
Efficiency of charge recombination in organic light emitting diodes, U. Albrecht and H. 

Bassler 199 (1995) 207 
High-resolution absorption, excitation, and microwave—UV double resonance spectroscopy 
on a molecular beam: S, aniline, E.R.Th. Kerstel, M. Becucci, G. Pietraperzia and E. 
Castellucci 199 (1995) 263 








328 Subject index to volume 199 


-other large 

Electronic and Raman-type nonlinearities of thin films of oligomeric paraphenylene 
vinylenes, W. Werncke, M. Pfeiffer, T. Johr, A. Lau and H.-J. Jiipner 

Large quadratic hyperpolarizabilities with donor-acceptor polyenes functionalized with 
strong donors. Comparison with donor—acceptor diphenylpolyenes, M. Blanchard-Desce, 
C. Runser, A. Fort, M. Barzoukas, J.-M. Lehn, V. Bloy and V. Alain 


Molecular aggregates 
Statistical mechanical simulations on properties of liquid pyridine, K. Sagarik and E. Spohr 


-dimers 
Effects of a quantum heat bath on the dynamics of a nonlinear subsystem: reduced density 


matrix approach, V. Szécs, P. Baiacky and P. Reineker 

The interatomic potential for the X 'S* state of ArNa*, NeNa* and HeNa*, G. Reza 
Ahmadi, J. Almlof and I. Rgeggen 

Fourier transform infrared study of sulfur dioxide dimer. II. Argon matrix, L. Schriver- 
Mazzuoli, A. Schriver and M. Wierzejewska-Hnat 


-van der Waals molecules 
Vibrational structure of the Ar-NO* van der Waals cation, I. Fourré and M. Raoult 


-clusters 
The solvent shift in the n— 7” excitation of CH,0-nH,0: An MRD-CI investigation 


using effective potentials for the representation of the water molecules, I. Frank, S. 


Grimme, M. von Arnim and S.D. Peyerimhoff 


Free radicals (including hydronium and muonium) 
Electronic quenching of CH(A7A) and NH(A°IT) between 300 and 950 K, P. Heinrich and 


F. Stuhl 
An exactly solvable model of the dipole-dipole relaxation of the electron spins of 
micellized radical pairs, S.V. Isakov, N.N. Lukzen, V.A. Morozov and R.Z. Sagdeev 
Temperature dependent quenching of CH(A7A), NH(A°II), NH(c'IT), and PH(A?*IT) by 
H,, P. Heinrich and F. Stuhl 


Quasiparticles (including excitons) 
Effects of a quantum heat bath on the dynamics of a nonlinear subsystem: reduced density 


matrix approach, V. Szécs, P. Bafacky and P. Reineker 


Phenomena 


Molecular structure 
An unscaled quantum mechanical harmonic force field for p-benzoquinone, M. Nonella 


and P. Tavan 


199 (1995) 65 


199 (1995) 253 


199 (1995) 73 


199 (1995) 1 


199 (1995) 33 


199 (1995) 227 


199 (1995) 215 


199 (1995) 145 


199 (1995) 105 


199 (1995) 119 


199 (1995) 297 


199 (1995) 1 


199 (1995) 19 




















Subject index to volume 199 


Ab initio study of the molecular structure and vibrational spectra of dichlorine hexoxide 
and its significance to stratospheric ozone depletion, S. Parthiban, B.N. Raghunandan 
and R. Sumathi 

Fourier transform infrared study of sulfur dioxide dimer. II]. Argon matrix, L. Schriver- 
Mazzuoli, A. Schriver and M. Wierzejewska-Hnat 


Vibrations and rotations of molecules 

An unscaled quantum mechanical harmonic force field for p-benzoquinone, M. Nonella 
and P. Tavan 

Ab initio CI calculations of electronic and vibrational spectra of diazomethane, M.-p. 
Habas and A. Dargelos 

Ab initio study of the molecular structure and vibrational spectra of dichlorine hexoxide 
and its significance to stratospheric ozone depletion, S. Parthiban, B.N. Raghunandan 
and R. Sumathi 

Vibrational structure of the Ar-NO* van der Waals cation, I. Fourré and M. Raoult 

High-resolution absorption, excitation, and microwave—UV double resonance spectroscopy 
on a molecular beam: S, aniline, E.R.Th. Kerstel, M. Becucci, G. Pietraperzia and E. 
Castellucci 


Electronic structure and states 

Theoretical charge-transfer cross-sections for H*+HCKX 'S*)—> H(?S, ) + HCL* 
(A *3*) from a diatomics-in-molecules effective Hamiltonian, P.J. Kuntz, I. Paidarova 
and R. Polak 

The solvent shift in the n- 7" excitation of CH,0-nH,0: An MRD-CI investigation 
using effective potentials for the representation of the water molecules, I. Frank, S. 
Grimme, M. von Arnim and S.D. Peyerimhoff 

Does the electronegativity scale apply to ionic crystals as to molecules? A theoretical study 
of the bonding character in molecular and crystalline alkaline-earth oxides based on 
dipole moments, G. Pacchioni and F. Illas 

Ab initio CI calculations of electronic and vibrational spectra of diazomethane, M.-p. 
Habas and A. Dargelos 

The A(O*)—X(0*) transition of BiBr: radiative lifetimes of the A state, E. Martinez, M.R. 

Lépez, A. Notario and F. Poblete 


Electric and magnetic properties 
Efficiency of charge recombination in organic light emitting diodes, U. Albrecht and H. 
Bassler 





Molecular interactions 

The interatomic potential for the X 'X* state of ArNa*, NeNa* and HeNa‘*, G. Reza 
Ahmadi, J. Almléf and I. Rgeggen 

Statistical mechanical simulations on properties of liquid pyridine, K. Sagarik and E. Spohr 

Electronic quenching of CH(A7A) and NH(A°I1) between 300 and 950 K, P. Heinrich and 
F. Stuhl 

The solvent shift in the n— 1° excitation of CH,0-nH,O: An MRD-CI investigation 
using effective potentials for the representation of the water molecules, I. Frank, S. 
Grimme, M. von Arnim and S.D. Peyerimhoff 

Temperature dependent quenching of CH(A7A), NH(A°II), NH(c 'IT), and PH(A*IT) by 

H,, P. Heinrich and F. Stuhl 





199 (1995) 183 


199 (1995) 227 


199 (1995) 19 


199 (1995) 177 


199 (1995) 183 
199 (1995) 215 


199 (1995) 263 


199 (1995) 53 


199 (1995) 145 


199 (1995) 155 
199 (1995) 177 


199 (1995) 305 





199 (1995) 207 


199 (1995) 33 
199 (1995) 73 


199 (1995) 105 


199 (1995) 145 


199 (1995) 297 









330 Subject index to volume 199 


Spectral bandshapes and intensities 

An ab initio investigation of the infrared and visible—UV spectra of BN*, and photoioniza- 
tion spectrum of BN, R.C. Mawhinney, P.J. Bruna and F. Grein 

Temperature dependence of the ultraviolet absorption cross section of CF,I, A. Fahr, A.K. 


Nayak and R.E. Huie 


Coupling of electronic and nuclear motion 
Theoretical charge-transfer cross-sections for H*+HCKX 'S*)— H(’S, ) + HCL* 
(A *3*) from a diatomics-in-molecules effective Hamiltonian, PJ. Kuntz, I Paidarova 


and R. Polak 


Energy transfer processes 

A simulation study of energy transfer in methyl isocyanide—inert gas collisions, L. Ming, 
T.D. Sewell and S. Nordholm 

Electronic quenching of CH(A?A) and NH(A°IT) between 300 and 950 K, P. Heinrich and 


F. Stuhl 


Molecular photophysical processes 
An ab initio investigation of the infrared and visible-UV spectra of BN*, and photoioniza- 


tion spectrum of BN, R.C. Mawhinney, P.J. Bruna and F. Grein 


Luminescence spectra, yields and lifetimes 
The A(0*)—X(0*) transition of BiBr: radiative lifetimes of the A state, E. Martinez, M.R. 


Lépez, A. Notario and F. Poblete 


Coherence loss processes 

Effects of a quantum heat bath on the dynamics of a nonlinear subsystem: reduced density 
matrix approach, V. Szécs, P. Bafiacky and P. Reineker 

An exactly solvable model of the dipole-dipole relaxation of the electron spins of 
micellized radical pairs, S.V. Isakov, N.N. Lukzen, V.A. Morozov and R.Z. Sagdeev 


Non-linear responses (including optical) 

Electronic and Raman-type nonlinearities of thin films of oligomeric paraphenylene 
vinylenes, W. Werncke, M. Pfeiffer, T. Johr, A. Lau and H.-J. Juipner 

Large quadratic hyperpolarizabilities with donor-acceptor polyenes functionalized with 
strong donors. Comparison with donor-acceptor diphenylpolyenes, M. Blanchard-Desce, 
C. Runser, A. Fort, M. Barzoukas, J.-M. Lehn, V. Bloy and V. Alain 


Reactions (including dissociation) 


-gas phase 

A hard-sphere model for the reactions of two diatomic molecules with ionic bond, V.M. 
Azriel, L.Y. Rusin and M.B. Sevryuk 

Temperature dependence of the ultraviolet absorption cross section of CF,I, A. Fahr, A.K. 
Nayak and R.E. Huie 

Fano plot of the Paschen line of the excited hydrogen atom (n = 4) produced in e-H, 
collisions, N. Yonekura, K. Furuya, K. Nakashima and T. Ogawa 


199 (1995) 163 


199 (1995) 275 


199 (1995) 53 


199 (1995) 83 


199 (1995) 105 


199 (1995) 163 


199 (1995) 305 


199 (1995) 1 


199 (1995) 119 


199 (1995) 65 


199 (1995) 253 


199 (1995) 195 
199 (1995) 275 


199 (1995) 313 











Subject index to volume 199 


-photochemical 

Proton tunnelling reactions in pentacene doped benzoic acid crystals, P.F. Barbara, C. 
von Borczyskowski, R. Casalegno, A. Corval, C. Kryschi, Y. Romanowski and H.P. 
Trommsdorff 


Tunnelling 

Proton tunnelling reactions in pentacene doped benzoic acid crystals, P.F. Barbara, C. 
von Borczyskowski, R. Casalegno, A. Corval, C. Kryschi, Y. Romanowski and H.P. 
Trommsdorff 


lonization (including Rydberg states) 
Vibrational structure of the Ar—-NO* van der Waals cation, I. Fourré and M. Raoult 


Molecular motion (including diffusive) 
Statistical mechanical simulations on properties of liquid pyridine, K. Sagarik and E. Spohr 


Structure of solids and liquids 
Raman spectra and relaxation in amorphous naphthalene, K. Ishii, H. Nakayama, M. 
Kawahara, K. Koyama, K. Ando and J. Yokoyama 





199 (1995) 285 


199 (1995) 285 


199 (1995) 215 


199 (1995) 73 


199 (1995) 245 





